Key indicators: single-crystal X-ray study; T = 200 K; mean (C-C) = 0.004 Å; R factor = 0.078; wR factor = 0.182; data-to-parameter ratio = 24.9.
In the title molecule, C 16 H 14 OS, the dihedral angle between the phenyl and benzene rings is 3.81 (15) . The H atoms of the central enone group are trans. The propenone unit makes dihedral angles of 11.73 (18) and 11.62 (17) with the benzene and phenyl rings, respectively. The crystal structure is stabilized by weak C-HÁ Á ÁO and C-HÁ Á Á interactions.
Related literature
For related crystal structures, see Sathiya Moorthi et al. (2005) ; Moorthi et al. (2005) ; Thiruvalluvar et al. (2007a,b) .
Experimental
Crystal data C 16 H 14 OS M r = 254.34 Orthorhombic, P2 1 2 1 2 1 a = 5.6106 (4) Å b = 7.6239 (7) Å c = 30.477 (2) Å V = 1303.64 (17) Å 3 Z = 4 Mo K radiation = 0.23 mm À1 T = 200 (2) K 0.49 Â 0.18 Â 0.15 mm
Data collection
Oxford Diffraction Gemini R diffractometer Absorption correction: multi-scan (CrysAlis RED; Oxford Diffraction, 2007) T min = 0.849, T max = 1.000 (expected range = 0.820-0.966) 8924 measured reflections 4060 independent reflections 3180 reflections with I > 2(I) R int = 0.069 Refinement R[F 2 > 2(F 2 )] = 0.077 wR(F 2 ) = 0.181 S = 1.11 4060 reflections 163 parameters H-atom parameters constrained Á max = 0.69 e Å À3 Á min = À0.38 e Å À3 Absolute structure: Flack (1983), 1314 Friedel pairs Flack parameter: 0.11 (16) Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; y þ 1 2 ; Àz þ 1 2 ; (ii) Àx; y À 1 2 ; Àz þ 1 2 ; (iii) x À 1 2 ; Ày þ 3 2 ; Àz. Cg1 and Cg2 are the centroids of the C11-C16 and C21-C26 rings, respectively. Data collection: CrysAlis CCD (Oxford Diffraction, 2007); cell refinement: CrysAlis CCD; data reduction: CrysAlis RED (Oxford Diffraction, 2007); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2003 ith the benzene and phenyl rings, respectively.
The crystal structure is stabilized by a weak C3-H3···O1 intramolecular interaction. Furthermore, C12-H12···π, C15-H15···π and C25-H25···π interactions are also found. In similar structures, such as 1-(4-aminophenyl)-3-(3-bromophenyl)-prop-2-en-1-one (Sathiya Moorthi, et al. 2005 ) and 1-(4-bromophenyl)-3-(3-hydroxy phenyl)prop-2-en-1-one , the dihedral angles between the two rings are 9.6 (1)° and 10.2 (2)°, respectively.
Experimental
Benzaldehyde (2.12 g, 0.02 mol) in ethanol (22 ml) was mixed with 4'-(methylthio)acetophenone (3.32 g, 0.02 mol) in 40 ml ethanol and the mixture was treated with 10 ml of 10% sodium hydroxide solution at 283 K and stirred at 303-305 K for 8 h. The precipitate obtained was filtered, washed with chilled ethanol and dried. Pale yellow rods of the title compound were grown from toluene by slow evaporation. The yield of the isolated product was 3.4 g (70%).
Refinement
H atoms were positioned geometrically and allowed to ride on their parent atoms, with C-H = 0.95 and 0.98 Å for Csp 2 and methyl C, respectively; U iso (H) = xU eq (C), where x = 1.5 for methyl H and 1.2 for all other H. There was some minor non-merohedral twinning, resulting in F o 2 being consistently larger than Fc 2 . The 37 most affected reflections were omitted. Fig. 1 . The molecular structure of the title compound, showing the atom-numbering scheme and displacement ellipsoids drawn at the 50% probability level. Hydrogen atoms are represented by spheres of arbitrary radius. (8) C13 0.2984 (7) 0.8019 (5) 0.29078 (10) 0.0349 (10) C14 0.0835 (7) 0.7219 (5) 0.28169 (11) 0.0374 (10) C15 0.0098 (7) 0.6998 (4) 0.23848 (10) 0.0335 (9) C16 0.1525 (6) 0.7588 (4) 0.20435 (10) 0.0306 (9) C21 0.6093 (5) 0.9893 (4) 0.05707 (9) 0.0239 (7) C24-C25-C26 120.8 (3) C24-C25-H25 120.00 C21-C26-C25 120.4 (3) C26-C25-H25 120.00 C1-C2-H2 120.00 C21-C26-H26 120.00 C3-C2-H2 120.00 C25-C26-H26 120.00
Figures
168.4 (3) C26-C21-C22-C23 −1.0 (5) C2-C1-C21-C22 171.3 (3) C1-C21-C26-C25 −175.5 (3) C2-C1-C21-C26 −11.8 (4) C22-C21-C26-C25 1.4 (5) C1-C2-C3-C11 −179.5 (3) C21-C22-C23-C24 −0.9 (5) C2-C3-C11-C12 −167.1 (3) C22-C23-C24-S4 −177.5 (2) C2-C3-C11-C16 13.8 (5) C22-C23-C24-C25 2.4 (5) C3-C11-C12-C13 −178.7 (3) S4-C24-C25-C26 177.9 (2) C16-C11-C12-C13 0.5 (5) C23-C24-C25-C26 −1.9 (5) C3-C11-C16-C15 178.3 (3) C24-C25-C26-C21 0.0 (5) C12-C11-C16-C15 −0.9 (5) Symmetry codes: (i) x+1/2, −y+3/2, −z; (ii) x+1, y, z; (iii) x+1/2, −y+5/2, −z; (iv) −x+1, y+1/2, −z+1/2; (v) −x+1, y−1/2, −z+1/2; (vi) x−1, y, z; (vii) −x, y+1/2, −z+1/2; (viii) −x+1/2, −y+2, z+1/2; (ix) x−1/2, −y+5/2, −z; (x) −x+1/2, −y+2, z−1/2; (xi) −x, y−1/2, −z+1/2; (xii) x−1/2, −y+3/2, −z. Symmetry codes: (iv) −x+1, y+1/2, −z+1/2; (xi) −x, y−1/2, −z+1/2; (xii) x−1/2, −y+3/2, −z.
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